Figure 1: Molecular structure of the title complex with dispalcement ellipsoids draw at the 50% proability level. Abstract C 26 H14Br 2 F4I 2 N4, triclinic, P1 (no. 2), a = 8.7472(4) Å, b = 8.7822(4) Å, c = 9.4065(4) Å, α = 102.745(4)°, β = 105.489(4)°, γ = 91.949(4)°, V = 675.88(5) Å 3 , Z = 1, Rgt(F) = 0.0336, wR ref (F 2 ) = 0.0813, T = 290 K.
contains crystallographic data and Table 2 contains the list of the atoms including atomic coordinates and displacement parameters. 
Experimental details
Carbon-bound H atoms were placed in calculated positions and were included in the refinement in the riding model approximation, with U iso (H) set to 1.2Ueq(C).
Comment
In recent years, both the experimental and theoretical studies of the halogen bond are very hot in the field of noncovalent bonds [5] [6] [7] [8] [9] . The molecule 5-bromo-3,4bipyridine has two electron-rich nitrogen atoms. Theoretically, it can form two halogen bonds with two different 1, However, the introduction of the electron-withdrawing bromine atom in one pyridine ring maybe make the case a little bit more complex. Therefore, this work can contribute to the question how many halogen bonds one 5-bromo-3, 4-bipyridine molecule can form. All bond lengths and angles in the title crystal structure are in the normal ranges [10] . The 5-bromo-3,4-bipyridine molecules and 1,4-diiodotetrafluorobenzene molecules are linked by the halogen bonds with d(I1· · · N1) = 2.827 Å and ∠(C1-I1· · · N1) = 178.59°(see the Figure 1 ). The N2 atom does not form the halogen bond with other iodine atoms. This is understandable because the electron-withdrawing bromine leads to the decrease of the electron density at N2. Besides the C1-I1· · · N1 halogen bonds, there are other noncovalent interactions such as the π· · · π stacking interactions, C-H· · · F hydrogen bonds and C-H· · · N hydrogen bonds which may contribute to the formation of the 3D structure. According to our quantum chemical calculations at the ωB97X-D/def2-TZVPP level of theory [11] , the binding energy of the C1-I1· · · N1 halogen bond is 6.57 kcal/mol; the binding energy of the π· · · π stacking interaction between 5-bromo-3,4-bipyridine and 1,4-diiodotetrafluorobenzene is 9.07 kcal/mol; the binding energy of the C-H· · · F hydrogen bond is 1.46 kcal/mol; the binding energy of the C-H· · · N hydrogen bond is 2.55 kcal/mol. It must be pointed out that our previous study has shown that the ωB97X-D/def2-TZVPP calculations are reliable for the study of the molecular interactions considered in this study [12] . This study clearly shows that one 5-bromo-3,4-bipyridine molecule forms only one halogen bond with 1,4-diiodotetrafluorobenzene in the crystal structure.
